The V IV atom in the title complex, [V(C 19 H 17 N 3 O 2 S)O], is coordinated by two N and two O atoms of the dianionic tetradentate Schiff base ligand and the terminal oxide O atom. The N 2 O 3 donor set defines a square-pyramidal coordination geometry with the oxide O atom in the apical site. Some buckling in the tetradentate ligand is indicated by the dihedral angle of 17.92 (19) between the six-membered chelate rings. Supramolecular chains are formed along the b axis via C-HÁ Á ÁO contacts in the crystal. The chains are connected into a layer in the ab plane via C-HÁ Á Á interactions. The atoms comprising the -SCH 2 -CH CH 2 and methyl substituents were found to be disordered in a 0.916 (2):0.088 (2) ratio. The crystal studied was found to be twinned by nonmerohedry with a 28.1 (4)% minor twin component.
Related literature
For background to the synthesis and characterization of isothiosemicarbazides, see: Ahmadi et al. (2012) . For additional structural analysis, see: Addison et al. (1984) . For the treatment of data from a twinned crystal, see: Spek (2009) .
Experimental
Crystal data [V(C 19 Table 1 Selected bond lengths (Å ).
2.057 (4) Table 2 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C1-C6 benzene ring. (Ahmadi et al., 2012) . In continuation of these studies, the title complex was synthesized and characterized crystallographically.
The V IV atom in (I), Fig. 1 , is coordinated by the N 2 O 2 atoms of the dinegative tetradentate Schiff base ligand and the oxo-O3 atom, Table 1 . The resulting N 2 O 3 donor set defines a coordination geometry close to a square pyramidal geometry. This is quantified by the value of τ = 0.12 which compares to the τ values of 0.0 and 1.0 for ideal square pyramidal and trigonal bipyramidal geometries, respectively (Addison et al., 1984) . In this description, the V IV atom lies 0.590 ( In the crystal packing, supramolecular chains are formed along the b axis via C-H···O contacts, Table 2 . These are connected into a layer in the ab plane via C-H..π interactions, Fig. 2 and Table 2 . Layers stack without specific intermolecular interactions between them, Fig. 3 .
A solution of 1-(2-hydroxyphenyl)ethanone S-allylisothiosemicarbazone hydrobromide (0.33 g, 1.0 mmol) in ethanol (10 ml) was mixed with an ethanolic solution (5 ml) of vanadyl(IV) sulfate (0.16 g, 1 mmol) and salicylaldehyde (0.12 g, 1.0 mmol). The yellow solution was heated under reflux for 2 h at 363 K. Brown plates were deposited after one week, filtered off, washed with cold ethanol and dried over silica gel. M.pt. 486 K. Yield: 67%.
Refinement
Nitrogen-and carbon-bound H-atoms were placed in calculated positions [N-H = 0.88 Å and C-H = 0.95-0.99 Å, U iso (H) = 1.2-1.5U eq (N,C)] and were included in the refinement in the riding model approximation.
The molecule is disordered with respect to the -SCH 2 -CH═CH 2 and methyl substituents in a 0.916 (2): 0.088 (2) ratio.
The C9═N2 linkage is necessarily disordered with respect to N9′═C2′ linkage; the C9/N9′ atoms occupy the same site and were given the same displacement parameters; the N(2)/C(2′) pair of atoms were treated similarly. The -CH 2 -CH═CH 2 unit is disordered with respect to the methylene atom only. The S-C pair of distances were restrained to within 0.01 Å of each other, as were the pair of C-C distances. The anisotropic displacement parameters of the primed atoms supplementary materials
were set to those of the unprimed ones. The C-C methyl distance of the minor component was restrained to 1.54±0.01 Å.
The crystal is a non-merohedral twin, with a twin law of (-1 0 0, 0 -1 0, -0.800 -0.561 1). The twin domains were separated by using PLATON (Spek, 2009 ).
Owing to poor agreement, two reflections, i.e. (0 1 0) and (1 2 10), were omitted from the final refinement.
Computing details
Data collection: CrysAlis PRO (Agilent, 2012) ; cell refinement: CrysAlis PRO (Agilent, 2012) ; data reduction: CrysAlis PRO (Agilent, 2012) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
Figure 1
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Hydrogen-bond geometry (Å, º) Cg1 is the centroid of the C1-C6 benzene ring. 
